CBS-QB3 Calculations
Cartesian coordinates from CBS-QB3 calculations are listed below, together with the following energies (in Hartrees):
 CBS-QB3 total electronic energy at 0 K including zero-point energy (E)  CBS-QB3 enthalpy at 298.15 K (H)  CBS-QB3 Gibbs free energy at 298.15 K and 1 atm (G) Figure S11 . (a) Observed transient absorption spectra of 9 in CH3CN (ex=250 nm) obtained by nanosecond flash photolysis, and (b) corresponding decay kinetics integrated from 400-700 nm in 10 nm data increments, together with monoexponential fit of 9.8  1 ns. 
